As an extension of our work to develop complex heterocyclic skeletons for potential pharmaceutics in one step using Truce-Smiles rearrangement, we got interested in the reaction of 2-(3-cyanopropoxy)benzonitriles with bases (Okuda et al., 2010) .
In the title compound, C 11 H 9 ClN 2 O, the fused-ring system is essentially planar, with a maximum deviation of 0.0323 (16) Å . In the crystal, molecules are connected by N-HÁ Á ÁO hydrogen bonds forming a zigzag chain along the c axis. Molecules are further stacked along the a axis through weak interactions, the shortest distance between ring centroids being 3.6476 (8) Å .
Related literature
For background to this work and the synthesis of the title compound, see: Okuda et al. (2010) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Data collection: PROCESS-AUTO (Rigaku/MSC, 2004) ; cell refinement: PROCESS-AUTO; data reduction: CrystalStructure (Rigaku/MSC, 2004) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: CrystalStructure (Rigaku/MSC, 2004) and PLATON (Spek, 2009 ). electron withdrawing chlorine atom at 5-position seemed to be favorable for this rearrangement reaction. The product, 7chloro-1,2-dihydrofuro[2,3-c]isoquinolin-5-amine, was obtained in 83% yield, which was higher than the product yield of 1,2-dihydrofuro[2,3-c]isoquinolin-5-amine (60%) from 5-unsubsituted starting material as we had assumed.
In the title compound, C 11 H 9 ClN 2 O, the fused three-ring system is essentially planar with a maximum deviation of 0.0323 (16) Å at atom C4. In the crystal structure, the molecules are connected by an N-H···O hydrogen bond, forming a zigzag chain along the c axis. The molecules are further stacked along the a axis through weak π-π interactions between the isoquinoline ring systems
and Cg2 are the centroids of N1/C1/C11/C6/C5/C2 and C6-C11 rings, respectively.]
Detailed experimental procedure of the synthesis of 7-chloro-1,2-dihydrofuro[2,3-c]isoquinolin-5-amine (m.p. 527-528 K from ethyl acetate) from 5-chloro-2-(3-cyanopropoxy)benzonitrile was already described in our precedent report (Okuda et al., 2010) . Single crystals suitable for X-ray diffraction were obtained from an ethyl acetate solution.
Refinement C-bound H atoms were positioned geometrically (C-H = 0.95 or 0.99 Å) and refined as riding, with U iso (H) = 1.2U eq (C).
The N-bound H atoms were found in a difference Fourier map and refined isotropically. The refined N-H distancea are 0.80 (3) anf 0.82 (3) Å. The Hooft y parameter value is -0.002 (13). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (6) 0.0382 (7) 0.0012 (5) −0.0001 (5) −0.0036 (5) C2 0.0300 (6) 0.0396 (7) 0.0254 (6) 0.0021 (5) 0.0013 (5) −0.0046 (5) C3 0.0492 (8) 0.0533 (9) 0.0267 (6) 0.0020 (7) 0.0044 (6) 0.0073 (6) C4 0.0435 (7) 0.0388 (7) 0.0301 (6) (6) 0.0420 (7) 0.0227 (5) 0.0000 (5) 0.0015 (4) 0.0028 (5) C10 0.0287 (5) 0.0292 (6) 0.0312 (6) 0.0002 (4) 0.0005 (5) 0.0046 (5) C11 0.0247 (5) 0.0260 (5) 0.0268 (5) 0.0001 (4) −0.0016 (4) 0.0006 (5) Geometric parameters (Å, °) 
